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A. Methods
Simulations of powder X-ray diffraction (PXRD) patterns. PXRD simulations were performed using the Reflex Module as implemented in Materials Studio 4.4.
1 Scanning ranges between 5° and 25° with a step size of 0.02°. Cu Ka 2 radiation was not considered for clarity.
For each structure, we adopted previously reported structural parameters in literature for modeling their different configurations. As for the solvent packing structures, an additional line broadening factor was brought in with mean crystallite size setting to 1 × 10 3 nm for imitating the experimental PXRD spectra.
Molecular Simulations. Molecular mechanics (MM) and molecular dynamics (MD)
calculations were performed using Forcite programs implemented in Materials Studio 4.4 and combined force field (vdW-FF plus Dreiding). 2 The Validation of the Dreiding force field has been proofed. 3 A cutoff of 1.8 nm was used to calculate the LJ interactions and short-range electrostatic interactions. The long-range electrostatic interactions were evaluated using the particle-mesh Ewald (PME) algorithm, 4 with an accuracy tolerance of 10 -5 kcal mol -1 . The supercell for calculations was 3 × 3 × 10 and periodic boundary conditions were exerted in three dimensions. Molecular dynamics calculations were performed for simulating actual environment in which each layer stacks in a random direction. For each MD simulation, we started with the equilibrium geometry after 500 steps of conjugated gradient (CG) minimization (cell coordinates and atom positions) followed by 100 ps of NVT dynamics respectively.
